LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104735.D

Aca On - 24 Apr 2018 4:46 Instrument :
Operator : JU/SJ gﬁgiéam|em-
3?22 e J2494-07 042018-SIDIF-)E-U-M
ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.004 492 496 504 rBV 79791 95618 2.73% 0.463%
2 5.422 563 567 581 rBY 1139003 1088843 31.06% 5.273%
3 6.445 737 741 757 rBV2 701578 786605 22.44% 3.809%
4 6.575 759 763 767 rBVY 1958497 1924879 54.90% 9.322%
5 6.804 799 802 806 rBV 844500 668235 19.06% 3.236%

6.963 825 829 832 rBV 2857968 2580276 73.59% 12.496%
7.375 894 899 902 rBV 2058562 1993708 56.86% 9.655%
8.092 1017 1021 1037 rBV 945573 894075 25.50% 4 _330%
9.169 1199 1204 1207 rBV 3789311 3506083 100.00% 16.980%
9.557 1267 1270 1278 rVB 66212 69294 1.98% 0.336%

=
QO ~NO®

11 9.845 1314 1319 1334 rVB2 980410 929379 26.51% 4_.501%
12 10.639 1450 1454 1468 rBV 1298726 1223978 34.91% 5.928%
13 11.333 1569 1572 1580 rBV 799937 781673 22.29% 3.786%
14 12.733 1807 1810 1814 rBV 54558 46753 1.33% 0.226%
15 12.927 1838 1843 1846 rBV 2996821 2892632 82.50% 14.009%

16 13.439 1927 1930 1934 rBV 39430 36810 1.05% 0.178%
17 13.816 1990 1994 2006 rBV 61329 88784 2.53% 0.430%

18 13.980 2019 2022 2031 rVB 556495 576736 16.45% 2.793%
19 15.457 2268 2273 2282 rBV 324593 464336 13.24% 2.249%

Sum of corrected areas: 20648697
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042318\

BF104735.D

24 Apr 2018 4:-46

Ju/SsJ

J2494-07 042018-SIDI-E-U-M
36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104735.D

Aca On - 24 Apr 2018 4:46

Operator : JU/SJ

ﬁ?ggle i J2494-07 042018-SIDI-E-U-M
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.00 2.86 ng 95618 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 495 (4.998 min): BF104735.D (-492) (-) m/z 43.00 100.00%
48
59
5000
101 SRS SRS R
| 83 | 4.60 4.80 5.00 5.20 5.40
”W”“P”W”“m”W”LP”W””P”W“”P”W“”P”'””P”W””P”' m/z 59.00 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S SRR
59 460 4.80 5.00 5.20 5.40
m/z 101.00 22 .49%
15 4 101
ol 51 83
mz-> b 30 30 40 B0 60 70 85 9 100 10 130 140 10 150 1%
Abundance
59
460 4.80 5.00 520 5.40
5000 m/z 58.00 15.85%
43 101
15 3 51 69 83
WWWWHTWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— ‘| LI L L LB L B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.38%
5000
43
"W"“I'”'I”"P"W'J“I'”éﬁ”"ﬁ?'ﬁ"?ﬁ"”I'”'}%?'P"%4}"P'%ﬁq'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104735.D

Aca On : 24 Apr 2018 4:46

Operator : JU/SJ

Sample : J2494-07

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

042018-SIDI-E-U-M

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

" 6.57 57.61ng 1024880  1,4-Dichlorobenzene-da 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

abrwNPE
RPhPFRPOW

-Chloro-6-fluoro-pvrazine
-Fluoro-2-chloropvrimidine

-Methvilpvrrololl.2-alpvrazine 132 C8H8N2
-Methvlpvrrololl.2-alpvrazine 132 C8H8N2
H-Benzimidazole, 2-methyl- 132 C8H8N2

132 C4H2CIFN2
132 C4H2CIFN2

1000146-10-7 16
062802-42-0 9
064608-59-9 9
064608-60-2 9
000615-15-6 9

Abundance Scan 762 (6.569 min): BF104735.D (-759) (-) m/z 132.00 100.00%
5000 68
40 40 54 62|| 75 87 6 104 6.20 6.40 6.60 6.80 7.00
”.W.HIM.”,H.W.LHP.h,”.w.”.“.”,”.w.”.,.”,” m/z 68.10 43.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS LI L L L L LN B
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 31.58%
31 38 4, 51
S o ST PRI A | N N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e e N EE S B
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 27.08%
3B 44 g7 105
51 60 7078 g 115
L I o e e o e e o A Rammn
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R mEa R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.14%
5000
104
65
39 51 78
S PR TP [ IS N~ /S~ S | | G | S —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF042318\

BF104735.D

24 Apr 2018 4:-46

Ju/SsJ

J2494-07 042018-SIDI-E-U-M
36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

4 Trifluoroacetoxy hexadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.82 3.08 ng 88784 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 n-Tetracosanol- 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1995 (13.821 min): BF104735.D (-1990) (-) m/z 57.00 100.00%
57 83
5000 n
|14o 281 1360 13.80 14.00 14.20
L At | m/z 83.05 85.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000
13.60 13.80 14.00 14.20
29 125 m/z 55.05 85.44%
ey H‘ \u \\ 54 196224 269 g0
m/z--> 50 200 250 300 350 400
Abundance
57
83 R NN BN SURL S
13.60 13.80 14.00 14.20
5000 11 m/z 97.05 80.98%
29 130 9 210 206
mz-> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosano
57 |97 13.60 13.80 14.00 14.20
m/z 69.00 75.25%
5000
125
29 ‘\‘ L i L 1153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\

Data File : BF104735.D

Acq On 24 Apr 2018 4:46

Operator : JU/SJ

ﬁ?ggle i J2494-07 042018-SIDI-E-U-M
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 2.9 ng 95618 1 6.80 668235 20.0
unknown6 .57 6.57 57.6 ng 1924880 1 6.80 668235 20.0
Trifluoroacetoxy ... 13.82 3.1 ng 88784 5 13.98 576736 20.0
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